LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080318\
Data File : BF107965.D

Aca On > 4 Aug 2018 4:06

Operator : JU/SJ

Sample : J4297-04

Misc :

ALS Vial : 30 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF073018.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 5.013 451 455 462 rVB 127919 135003 2.96% 0.193%
2 5.096 462 469 471 rBV 140061 180060 3.95% 0.257%
3 5.125 471 474 479 rVB 117148 124120 2.72% 0.177%
4 5.184 479 484 489 rBV2 425857 766162 16.82% 1.093%
5 5.231 489 492 497 rVB3 77882 111055 2.44% 0.158%
6 5.372 510 516 519 rBV3 240021 418853 9.19% 0.598%
7 5.401 519 521 525 rVB3 80900 79411 1.74% 0.113%
8 5.596 551 554 560 rBY 1076242 1462717 32.11% 2.087%
9 5.648 560 563 566 rVB 237757 279722 6.14% 0.399%
10 5.719 572 575 581 rVB2 416362 617783 13.56% 0.881%

11 5.766 581 583 586 rvB 472929 435327 9.56% 0.621%
12 5.813 586 591 594 rBV 328064 359806 7.90% 0.513%
13 5.872 598 601 606 rVvB 259240 257555 5.65% 0.367%
14 5.978 609 619 622 rBVv3 683616 1162504 25.52% 1.658%
15 6.013 622 625 632 rBVv3 394834 648730 14.24% 0.926%

16 6.072 632 635 636 rBvV3 89773 100920 2.22% 0.144%
17 6.090 636 638 640 rBvV 378364 336211 7.38% 0.480%
18 6.113 640 642 645 rVB 690253 540864 11.87% 0.772%
19 6.148 645 648 651 rBv3 361577 421310 9.25% 0.601%
20 6.190 651 655 662 rBV2 1944261 3493451 76.69% 4.984%

21 6.248 662 665 668 rvB2 996740 956473 21.00% 1.365%
22 6.290 668 672 674 rBV5 303375 413646 9.08% 0.590%
23 6.313 674 676 678 rVB 387911 304491 6.68% 0.434%
24 6.337 678 680 683 rvB3 263448 276733 6.07% 0.395%
25 6.384 683 688 692 rBv4 915842 1495718 32.83% 2.134%

26 6.443 692 698 701 rvB3 828703 1139997 25.03% 1.626%
27 6.490 701 706 711 rBV3 1781668 2911015 63.90% 4_.153%
28 6.531 711 713 716 rVB 528597 457915 10.05% 0.653%
29 6.566 716 719 722 rBv4 302564 359567 7.89% 0.513%
30 6.601 722 725 727 rBV 1473662 1560465 34.26% 2.226%

31 6.625 727 729 731 rVB 863098 722779 15.87% 1.031%
32 6.648 731 733 735 rBV 388515 289204 6.35% 0.413%
33 6.695 735 741 745 rBV5 979311 1879685 41.26% 2.682%
34 6.737 745 748 752 rVB2 1698134 1853716 40.69% 2.645%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080318\
Data File : BF107965.D

Aca On > 4 Aug 2018 4:06

Operator : JU/SJ

Sample : J4297-04

Misc :

ALS Vial : 30 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073018.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 6.772 752 754 755 rBV 323728 245415 5.39% 0.350%

36 6.790 755 757 758 rvB2 161773 76481 1.68% 0.109%
37 6.807 758 760 763 rvB2 720034 668198 14.67% 0.953%
38 6.848 763 767 774 rBV4 1208363 2611446 57.33% 3.726%
39 6.913 774 778 782 rBV6 814204 1815292 39.85% 2.590%
40 6.960 782 786 789 rVB 2856750 3196348 70.17% 4 _560%

41 7.001 790 793 797 rVB2 630203 854194 18.75% 1.219%
42 7.054 797 802 805 rBv4 1103731 1891159 41.51% 2.698%
43 7.095 805 809 811 rBV2 1726627 2189335 48.06% 3.123%
44 7.178 820 823 825 rBV 733372 788893 17.32% 1.125%
45 7.225 825 831 834 rvv4 2007279 2877469 63.17% 4_.105%

46 7.248 834 835 840 rvB4 668707 573462 12.59% 0.818%
47 7.295 840 843 845 rBV3 495063 484978 10.65% 0.692%
48 7.354 846 853 855 rBV2 1620942 2733347 60.00% 3.900%
49 7.425 862 865 869 rBV5 546714 893494 19.61% 1.275%
50 7.489 870 876 880 rvv3 2149306 4555387 100.00% 6.499%

51 7.531 880 883 889 rvB4 1683549 2572149 56.46% 3.670%
52 7.595 889 894 898 rBv4 1729333 3060752 67.19% 4_.367%
53 7.654 901 904 908 rvB3 891100 1345158 29.53% 1.919%
54 7.731 914 917 921 rBV2 1343007 1820488 39.96% 2.597%
55 7.772 921 924 929 rVB3 1400769 1867329 40.99% 2.664%

56 7.889 941 944 952 rVB5 1402210 2476738 54.37% 3.533%
57 8.113 979 982 985 rBVv2 1113682 1650855 36.24% 2.355%

58 12.595 1741 1744 1746 rBV 896143 955786 20.98% 1.364%
59 13.101 1827 1830 1834 rVB 1429393 1336874 29.35% 1.907%

Sum of corrected areas: 70093995
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107965.D

Aca On > 4 Aug 2018 4:06

Operator : JU/SJ

Sample : J4297-04

Misc :

ALS Vial : 30 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF107965.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107965.D

Aca On > 4 Aug 2018 4:06

Operator : JU/SJ

Sample : J4297-04

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Cyclohexane, l-ethyl-2-methyl- Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.

5.98 7.27 ng 1162500 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. l1l-ethvl-2-methvl- 126 C9H18 003728-54-9 87
2 1-Ethvl-4-methvilcvclohexane 126 C9H18 003728-56-1 87
3 1-Ethvl-3-methvlcvclohexane (c.t) 126 C9H18 003728-55-0 83
4 Cvclohexane. 1-ethvl-4-methvl-., ... 126 C9H18 004926-78-7 83
5 cis-1-Ethyl-3-methyl-cyclohexane 126 C9H18 019489-10-2 83

Abundance Scan 619 (5.978 min): BF107965.D (-609) (-) m/z 55.00 100.00%
54.0 97.0
5000
41.0 69.0
| 81|-1 11 1261 5.60 5.80 6.00 6.20 6.40
b prerrr et et it bt el et | Mz 97.05  91.18%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11603: Cyclohexane, 1-ethyl-2-methyl-
55.0 971.0
5000
410 5.60 5.80 6.00 6.20 6.40
{ 69.0 m/z 41.00 26 .53%
29.0 126.0
0 "|""|""|""h!h "|J'L'|"JJI"'éﬁ:e"l""l" %ﬁ%.g'l""l" T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11575: 1-Ethyl-4-methylcyclohexane
55.0 97.0
5.60 5.80 6.00 6.20 6.40
5000 m/z 69.05 23.19%
41.0 69.0 126.0
27.0 81.0
0'W'”'P'ml“'WN”'PWLI””W”'Wh“'P'JI“?ﬁ%R'P'”I”'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11612: 1-Ethyl-3-methylcyclohexane (c,t)
55.0 97.0 5.60 5.80 6.00 6.20 6.40
' m/z 56.00 14.91%
5000
41.0 69.0 126.0
N | SO o N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 5.60 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107965.D

Aca On > 4 Aug 2018 4:06

Operator : JU/SJ

Sample : J4297-04

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 Nonane, 3-methyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.

6.19 21.86 ng 3493450 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane. 3-methvl- 142 C10H22 005911-04-6 80
2 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 78
3 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 64
4 Sulfurous acid. butvl 2-ethvlhex... 250 C12H2603S 1000309-18-8 64
5 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 64

Abundance Scan 655 (6.190 min): BF107965.D (-651) (-) m/z 57.05 100.00%
57.0
5000 43.0 .0
85.1 113.1 580 6.00 6.20 640 6.60
Ol ekt el el e 22 1421 sz 71,05 50. 76%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19171: Nonane, 3-methyl-
57.0
43.0
5000 .0
5.80 6.00 6.20 6.40 6.60
29.0 m/z 43.05 46.72%
0 s |L . 850 o980 11ﬁ0 127.0 142.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19194: Octane, 2,6-dimethyl-
57.0
43.0 5.80 6.00 6.20 6.40 6.60
5000 710 m/z 41.00 32.84%
113.0
o 200111 850 980 I 1270 1420
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19185: Octane, 3,6-dimethyl-
57.0 5.80 6.00 6.20 6.40 6.60
m/z 56.00 30.55%
71.0
5000 430
29.0
113.0
0 ‘ A, ol 80 990 T 1270 1420
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140 5.80 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107965.D

Aca On > 4 Aug 2018 4:06

Operator : JU/SJ

Sample : J4297-04

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 Decane, 2,5,6-trimethyl- Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.

6.38 9.36 ng 1495720 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 2.5.6-trimethvl- 184 C13H28 062108-23-0 72
2 Dodecvl isobutvl carbonate 286 C17H3403 959067-22-2 72
3 Heptane. 3-ethvl-2-methvl- 142 C10H22 014676-29-0 64
4 Heptane. 3.4.5-trimethvl- 142 C10H22 020278-89-1 58
5 Octane, 2,3-dimethyl- 142 C10H22 007146-60-3 53

Abundance Scan 687 (6.378 min): BF107965.D (-683) (-) m/z 57.00 100.00%
57.0
43.0
5000
71.1
1121 6.00 6.20 6.40 6.60 6.80
) EN— ..|||..,. L A2511401 0 m/z 43.00  71.33%
m/z--> 20 40 100 120 140 160
Abundance #48889. Decane, 2,5,6-trimethyl-
57.0
43.0
5000 AR R AR R
6.00 6.20 6.40 6.60 6.80
710 o m/z 41.00 36.61%
0 m‘ I|| 98.0 113.0127.0  150.0
miz--> 20 40 60 8'0 100 120 140 160
Abundance #132956: Dodecyl isobutyl carbonate
57.0
6.00 6.0 640 6.60 6.80
5000 m/z 56.00 31.16%
41.0 830
0 97.0
o |0 T Moo 00 e
Ouuulu‘luull..“lu“..l‘ “..l.|....|....|....
m/z--> 20 40 60 80 100 120 140 160
Abundance #19217: Heptane, 3—ethy|—2—methy|— L B AL B L B
57.0 6.00 6.20 6.40 6.60 6.80
m/z 55.00 25.40%
5000 41.0 98.0
27.0 71.0
0.1.4'.0 H e “‘luumu.|8?.‘.)..‘|.].-1.‘3..0|....1?2..0...|.... R EE e
m/z--> 20 40 60 80 100 120 140 160 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107965.D

Aca On > 4 Aug 2018 4:06

Operator : JU/SJ

Sample : J4297-04

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 Nonane, 4-methyl- Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.

6.44 7.13 ng 1140000 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane. 4-methvl- 142 C10H22 017301-94-9 91
2 Octane. 2.5-dimethvl- 142 C10H22 015869-89-3 64
3 Heptane. 2.3.4-trimethvl- 142 C10H22 052896-95-4 59
4 Pentane. 2.2.3.3-tetramethvl- 128 C9H20 007154-79-2 59
5 Heptane, 1,1"-oxybis- 214 C14H300 000629-64-1 53

Abundance Scan 698 (6.443 min): BF107965.D (-692) (-) m/z 57.00 100.00%
57.0
43.0
5000

98.0 6.20 6.40 6.60 6.80

109.1 124.1 142.2

0 m/z 43.00 61.83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19173: Nonane, 4-methyl-
430 °10

5000

6.20 6.40 6.60 6.80
m/z 71.10 30.02%

98.0
112.0 127.0 1420

04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19180: Octane, 2,5-dimethyl-
57.0
43.0
6.20 6.40 6.60 6.80
5000 m/z 41.00 25.39%
71.0
29.0 99.0
0 15.0 H LI H\ ! 85\0 \‘ 113.0 127.0 142'0
R e RARERAR N L a e s s L s e e e A LARARE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19208: Heptane, 2,3,4-trimethyl- B B aE mE e
43.0 57.0 6.20 6.40 6.60 6.80
m/z 70.05 24 .98%
5000 71.0
29.0
99.0
0 ...,....,...‘.‘,....‘,‘l...,..‘::,....‘,....,55.5:9,...l‘,....,....,....,....,....,. A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107965.D

Aca On > 4 Aug 2018 4:06

Operator : JU/SJ

Sample : J4297-04

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 Cyclohexane, 1,1,2,3-tetram... Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.

6.49 18.21 ng 2911020 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1.2.3-tetramethvl- 140 C10H20 006783-92-2 81
2 Cvclohexane. 1.2.3-trimethvl-., (... 126 C9H18 001678-81-5 62
3 4-Nonene. 3-methvl-. (2)- 140 C10H20 063830-69-3 53
4 2-Octene. 2.6-dimethvl- 140 C10H20 004057-42-5 53
5 4-Octene, 2,6-dimethyl-, [S-(BE)]- 140 C10H20 062960-76-3 52

Abundance Scan 706 (6.490 min): BF107965.D (-701) (-) m/z 69.05 100.00%
0 990
5000
620 640 6.60 680
0’ m/z 55.00 79.17%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18043: Cyclohexane, 1,1,2,3-tetramethyl-
41.0 69.0
¥ 550
5000 ISR R R
29.0 6.20 6.40 6.60 6.80
m/z 70.10 58.94%
97.0 111.0
0‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11635: Cyclohexane, 1,2,3-trimethyl-, (1.alpha.,2.beta.,3...
69.0
55.0
41.0 1110 6.20 6.40 6.60 6.80
5000 m/z 41.00 50.48%
83.0 126.0
27.0 ‘ 97.0
0'W%ﬁgP'Mh'“ki'WJJW'“Lﬁ'Nﬁl”l”hl”'ﬂh'ﬂ'”ﬂ'”'P'”l
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18005: 4-Nonene, 3-methyl-, (2)- R e e
55.0 6.20 6.40 6.60 6.80
m/z 56.00 46.61%
41.0 69.0
5000
29.0
‘ 830 111.0
0'w'“'w'ﬁw'“ti'wjjw'”t”'“wl“l““l“'wM'w'“w'}?&g“l ISR R R A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107965.D

Aca On > 4 Aug 2018 4:06

Operator : JU/SJ

Sample : J4297-04

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 Sulfurous acid, cyclohexylm... Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.

6.70 11.76 ng 1879690 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. cvclohexvimethvl... 234 C11H2203S 1000309-21-3 72
2 Sulfurous acid. cvclohexvimethvl... 346 C19H3803S 1000309-22-0 64
3 Cvclohexane. 1l-methvl-4-(l1-methyv... 140 C10H20 001678-82-6 58
4 Cvclohexane. 1.3-dimethvl-. cis- 112 C8H16 000638-04-0 53
5 m-Menthane, (1S,3S)-(+)- 140 C10H20 013837-67-7 53

Abundance Scan 742 (6.701 min): BF107965.D (-735) (-) m/z 55.00 100.00%
53.0 83.1
97.1
69.1
5000 41.0 139.2
i | o 640 6.60 6.80 7.00
ol et Byl 1230 ) d52 1 m/z 83.10 83.83%
m/z--> 20 40 60 80 100 120 140 160
Abundance #88703: Sulfurous acid, cyclohexylmethyl isobutyl ester
97.0
55.0
5000
6.40 6.60 6.80 7.00
41.0 83.0 m/z 97.10 55.93%
o 270 69.0 112.0 127.0
m/z--> 20 40 60 80 100 120 140 160
Abundance #181207: Sulfurous acid, cyclohexylmethyl dodecyl ester
97.0
6.40 6.60 6.80 7.00
5000 550 m/z 69.10 51.52%
41.0 83.0
oL 2ro I || %30 | | 1110 127.01400 1690
miz--> 20 40 60 80 100 120 140 160
Abundance #18080: Cyclohexane, 1-methyl-4-(1-methylethyl)-, trans- B A B
58.0 6.40 6.60 6.80 7.00
97.0 m/z 41.00 41.19%
5000
41.0 81.0
oL 7o U680 || aionse 0
m/z--> 20 40 60 80 100 120 140 160 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107965.D

Aca On > 4 Aug 2018 4:06

Operator : JU/SJ

Sample : J4297-04

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 unknown6.74 Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.

6.74 11.60 ng 1853720 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 749 (6.742 min): BF107965.D (-745) (-) m/z 132.00 100.00%
132.0
5000 ﬁ\\‘
68.0
43.0 || o1 J '6.40 6.60 6.80 7.00
0 ...,....-:-"..:-.' '.'.,.'...,....,..- % N m/z 134.00  33.39%
m/z--> 20 40 100 120 140 160 180
Abundance #14491. 5-Aminoindole
132.0
5000
6.40 6.60 6.80 7.00
104.0 m/z 68.00 33.35%
51.0 66.0
ol 27.0 89.0 e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
74.0 6.40 6.60 6.80 7.00
5000 980 1160 m/z 66.00 22.74%
0|||||||||||||‘|‘|‘|||‘h|||“|||‘l“||‘u‘| |‘H||||:!-5|8|.q||||]:8|9.|0|
m/z--> 20 40 100 120 140 160 180
Abundance #14395. 1,3,5-Trifluorobenzene
132.0 6.40 6.60 6.80 7.00
m/z 69.10 19.51%
5000
63.0 810
0 310 480 Y| PRI N P \:\ngo |
LB SR L S SLRLELELNS SIS BN B BRI WL LA S SR AR
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00

8270-BF073018.M Mon Aug 06 17:02:42 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107965.D

Aca On > 4 Aug 2018 4:06

Operator : JU/SJ

Sample : J4297-04

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 Acetaldehyde, 2-butenylhydr... Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.

6.85 16.34 ng 2611450 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetaldehvde. 2-butenvlhvdrazone 112 C6H12N2 075268-07-4 53
2 3-Heptene. 2.2.4.6.6-pentamethvl- 168 C12H24 000123-48-8 52
3 Sulfurous acid. cvclohexvimethvl._.. 206 C9H1803S 1000309-21-2 47
4 Thiophene. 2-ethvl- 112 C6HS8S 000872-55-9 43
5 2-Pentene, 2,4,4-trimethyl- 112 C8H16 000107-40-4 43

Abundance Scan 767 (6.848 min): BF107965.D (-763) (-) m/z 57.05 100.00%
57.0
97.1
5000
4o 83.1
: 112.1 P SARBE SARRENERE A
. 139.2 168.2 6.60 6.80 7.00 7.20
) I T .-|!', .7'.4’.1. ~,'|. b 125113921531 TR 7 70709710 52.86%
m/z--> 20 40 60 80 100 120 140 160
Abundance #6310: Acetaldehyde, 2-butenylhydrazone
97.0
55.0
28.0
5000
42.0 830 112.0 6.60 6.80 7.00 7.20
m/z 41.00 28.38%
70.0 |
0 TTJ“'l”"'”"ﬂ'l""l""|""
m/z--> 20 40 60 80 100 120 140 160
Abundance #36859: 3-Heptene, 2,2,4,6,6-pentamethyl-
57.0 97.0
660 6.80 7.00 7.20
5000 41.0 m/z 69.10 23.34%
0 27\\‘0 ‘ . 1 7\&?0 | ‘ . 153.0
miz--> 20 40 60 80 100 120 140 160
Abundance #66497: Sulfurous acid, cyclohexylmethy! ethyl ester A maE T e e
55.0 97.0 6.60 6.80 7.00 7.20
m/z 83.10 19.12%
5000
41.0 830
ol |2|7\|‘(\)| I\I‘\I ol ‘I I(?MQ‘.IOI e IHHI —— |1|23|'(|)| —
m/z--> 20 40 60 80 100 120 140 160 6.60 6.80 7.00 7.20

8270-BF073018.M Mon Aug 06 17:02:42 2018 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107965.D

Aca On > 4 Aug 2018 4:06

Operator : JU/SJ

Sample : J4297-04

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 unknown6.91 Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.

6.91 11.36 ng 1815290 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 6-ethvl-2-methvl- 184 C13H28 062108-21-8 22
2 Undecane. 5-methvl- 170 C12H26 001632-70-8 22
3 Sulfurous acid. 2-ethvlhexvl hex... 278 C14H3003S 1000309-20-2 22
4 Octane. 4-ethvl- 142 C10H22 015869-86-0 22
5 Triallylsilane 152 C9H16Si 001116-62-7 22

Abundance Scan 777 (6.907 min): BF107965.D (-774) (-) m/z 95.10 100.00%
57.0 69.1 93.1
41.0
831 1111
5000 '

6.60 6.80 7.00 7.20
m/z 57.00 98.93%

A
e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #48909: Decane, 6-ethyl-2-methyl-

57.0

o

5000: 71.0 L e e
6.60 6.80 7.00 7.20

m/z 69.10 96 .47%

98.0 1130126.0 14101550

Ob ety bl e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #38332: Undecane, 5-methyl-
43.0
57.0 IIIIIIIIIIIIIIIIIIIIIIII
6.60 6.80 7.00 7.20
5000 71.0 m/z 55.00 78.01%
112.0
o \‘ ‘ ]l 970 77U 126.0 140.0 155.0 170.0
R RN R A L A B e e RAARERATASRATERRRLY
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #125660: Sulfurous acid, 2-ethylhexyl hexyl ester R
57.0 6.60 6.80 7.00 7.20
m/z 41.00 68.51%
43.0 71.0
5000 85.0
20.0 113.0
| ‘ Il i Il m 99.0 \‘
A S e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 6.60 6.80 7.00 7.20

8270-BF073018.M Mon Aug 06 17:02:43 2018 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107965.D

Aca On > 4 Aug 2018 4:06

Operator : JU/SJ

Sample : J4297-04

Misc :

ALS Vial : 30 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 unknown7.05 Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
705 11.83ng 1891160  1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Cvclopropane. 1-(2-methvlbutyl)-... 168 Cl2H24 064723-36-0 47

2 Oxalic acid. isobutvl nonvl ester 272 C15H2804
3 Sulfurous acid. butvl nonvl ester 264 C13H2803S
4 Nonane. 3-methvyl- 142 C10H22
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44

1000309-37-4 43
1000309-17-6 38
005911-04-6 38
054833-48-6 38

55.00 100.00%

Abundance Scan 801 (7.048 min): BF107965.D (-797) (-) m/z

5000

6.80 7.00 7.20 7.40
57.10 73.60%

137.1
o el Tn/z

T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #36878: Cyclopropane, 1-(2-methylbutyl)-1-(1-methylpropyl)-
.0

5000

6.80 7.00 7.20 7.40
m/z 41.00 56.30%

98.0 112.0 140.0

o m | 168.0
A I T T 1T I T T T I T T T I T T I LB I
mz-> 20 40 60 8 100 120 140 160 180

27

Abundance #120800: Oxalic acid, isobutyl nonyl ester
57.0
LA e
43.0 6.80 7.00 7.20 7.40
5000 : m/z 56.00 52.44%
29.0 71.0
‘ ‘ 85.0
ol Ll | gose ame  amo
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #113721: Sulfurous acid, butyl nony! ester R B RS RamEs na
57.0 6.80 7.00 7.20 7.40
m/z 97.10 49_.23%
71.0
5000 43.0 85.0
280 127.0
\‘ il ‘ ] 1 i n \\. 143.0 161.0 179.0
Ol el A e

6.80 7.00 7.20 7.40

m/z--> 20 40 60 80 100 120 140 160 180

8270-BF073018.M Mon Aug 06 17:02:44 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107965.D

Aca On > 4 Aug 2018 4:06

Operator : JU/SJ

Sample : J4297-04

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 Cyclohexane, butyl- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.

7.10 13.70 ng 2189340 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. butvl- 140 C10H20 001678-93-9 70
2 3-Cvclobut-1-envl-3-hvdroxv-2-me... 156 C8H1203 1000186-72-4 59
3 Cvclohexane. (2-methvlpropvl)- 140 C10H20 001678-98-4 58
4 Cvclohexane. pentvl- 154 C11H22 004292-92-6 58
5 Cyclohexane, ethyl- 112 C8H16 001678-91-7 50

Abundance Scan 810 (7.101 min): BF107965.D (-805) (-) m/z 83.10 100.00%
55.0 83.1
5000 410 co.1
111.1 RS SRR A LR
140.2 6.80 7.00 7.20 7.40
97.1
o .,...|!,'...., !-..,...-.,...-.,|....,.1.2]7.',2....l!....li“?.“;.l,... m/z 55.00 89.46%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #17969: Cyclohexane, butyl-
83.0
55.0
5000 UL SR LA L
6.80 7.00 7.20 7.40
140.0 m/z 82.10 55.06%
o 97.0 111.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28842: 3-Cyclobut-1-enyl-3-hydroxy-2-methyl-propionic acid
83.0
%0 Toho 700 120 Ta
5000 m/z 41.00 36.25%
29.0
138.0
3.0
o..,....,...li‘....,‘.m..iuHl‘.,.‘??:?ﬂ.ul‘,u.‘..,9.‘?.'9, 230 | 1560
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #18027: Cyclohexane, (2-methylpropyl)- L L L i I e |
58.0 83.0 6.80 7.00 7.20 7.40
' m/z 69.10 31.84%
5000 41.0
69.0 97.0
27.0
. | - 1250 1429
LU AR AR R LA NLARE R AARA ARAAE LRSS RS AN BARAN BARAN LARAN SRR R SRR A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 6.80 7.00 7.20 7.40

8270-BF073018.M Mon Aug 06 17:02:44 2018 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107965.D

Aca On > 4 Aug 2018 4:06

Operator : JU/SJ

Sample : J4297-04

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 12 5-Undecene Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.

7.22 18.00 ng 2877470 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Undecene 154 C11H22 004941-53-1 91
2 Cvclopropane. 1.2-dibutvl- 154 C11H22 041977-32-6 91
3 Cvclohexane. 1.l1-dimethvl-2-propvl- 154 C11H22 081983-71-3 83
4 4-Decene. 4-methvl-. (BE)- 154 C11H22 060366-66-7 58
5 Cyclopentane, hexyl- 154 C11H22 004457-00-5 53

Abundance Scan 830 (7.219 min): BF107965.D (-825) (-) m/z 57.00 100.00%
57.0
43.1 69.1
5000
84.1
971 1111 AR LI R I I
|| || ) azsa 1302 1542 6.80 7.00 7.20 7.40 7.60
Ot el et el b et it e || M/z 43.10  64.01%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27019: 5-Undecene
54.0
69.0
5000 41.0 R LI L IR
83.0 154.0 6.80 7.00 7.20 7.40 7.60
970 HJO m/z 69.10 61.86%
I| |I |IH | 125 0 !
Or ey e I””P'”P”'P”W'”W”'W””I””P'”P”'P”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27073: Cyclopropane, 1,2-dibutyl-
55.0
69.0 6.80 7.00 7.20 7.40 7.60
5000 41.0 m/z 55.00 59.40%
84.0 154.0
‘ H \ 1110 9560
0'P”W'”W”'Ww”I”J”'”HM'P”h'”ﬁm'ﬂ””l””P'”P”'P”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27097: Cyclohexane, 1,1-dimethyl-2-propyl- I EREREE T
56.0 69.0 6.80 7.00 7.20 7.40 7.60
41.0 m/z 41.00 47.05%
5000 84.0
29.0
97.0 111.0 139.0 154.0
0'P”W'”W”'W””I””P'”P”'P”W'”W”'jﬁ?g””l””P”'P” AU N R IR I
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107965.D

Aca On > 4 Aug 2018 4:06

Operator : JU/SJ

Sample : J4297-04

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 13 Naphthalene, decahydro-, tr... Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.

7.35 17.10 ng 2733350 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. decahvdro-. trans- 138 C10H18 000493-02-7 94
2 Naphthalene. decahvdro- 138 C10H18 000091-17-8 93
3 1.1"-Bicvclopentvl 138 C10H18 001636-39-1 90
4 Naphthalene. decahvdro-. cis- 138 C10H18 000493-01-6 83
5 2H-Inden-2-one, octahydro-, cis- 138 C9H140 005689-04-3 80

Abundance Scan 852 (7 348 min): BF107965.D (-846) (-) m/z 67.00 100.00%
0 138.1
82.1 96.1
5000
7.00 720 7.40 7.60
o m/z 138.10 82 .14%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #16920: Naphthalene, decahydro-, trans-
67.0
138.0
41.0 82.0 96.0
5000
7.00 7.20 7.40 7.60
27.0 s4l0 109.0 m/z 68.05 76 .36%
o 123.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #16891: Naphthalene, decahydro-
67.0 96.0 138.0
82.0
700 7.20 7.40 7.60
5000 41.0 m/z 96.10 61.77%
salo 109.0
0"I”"P?TU?”'JI”"IJL'I"lI"'M'M"'u"""‘”'%?ﬁ'ql“"l”" LIRS AR A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #16865: 1,1'- Blcyclopentyl LI L L L B B
68.0 7.00 7.20 7.40 7.60
82.0 96.0 m/z 82.10 60 .64%
5000 410
138.0
55.0
270 ‘ 109.0
OHP“W“AV“M““JL'“db“”L“V“M““M“ﬁ¥PVHﬁ““P“W““P“ A L IR IR U I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107965.D

Aca On > 4 Aug 2018 4:06

Operator : JU/SJ

Sample : J4297-04

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 14 unknown7.60 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.

7.60 19.15 ng 3060750 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene. 3-ethvl-4_.4-dimethvl- 126 C9H18 053907-59-8 35
2 6-Octenal. 3.7-dimethvl-. (R)- 154 C10H180 002385-77-5 30
3 Cvclohexane. 1.2.4-trimethvl- 126 C9H18 002234-75-5 27
4 2-Propanamine. N.N"-methanetetra... 126 C7H14N2 000693-13-0 22
5 1,3-Cyclohexanediamine 114 C6H14N2 003385-21-5 22

Abundance Scan 895 (7.601 min): BF107965.D (-889) (-) m/z 55.00 100.00%
54, .
41.0
5000
111.1
136.1 e
154.2167 1 7.20 7.40 7.60 7.80 8.00
0 ] m/z 69.10 99.26%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #11611: 2-Pentene, 3-ethyl-4,4-dimethyl-
55.0 69.0 97.0
41.0
5000 R AL UL A
270 111.0 126.0 720 7.40 7.60 7.80 8.00
: m/z 97.10 70.59%
83.0
0 '”PJW”lL”W““P“'““'”W””P”W””P”W””P”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #26751: 6-Octenal, 3,7-dimethyl-, (R)-
41.0 69.0
720 7.40 7.60 7.80 8.00
5000 55.0 95.0 m/z 41.05 55.25%
27.0 121.0
139.0
0--.----.---‘-‘.----‘.l‘---.-- M1 A .19?“?...,‘....,..zn,...f’?..o,....,...
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #11590: Cyclohexane, 1,2,4-trimethyl- A B o
55.0 69.0 7.20 7.40 7.60 7.80 8.00
m/z 43.05 48.94%
41.0 111.0
5000
27.0 84.0 97.0 126.0
O”P”W””P”'””"'““'”W“”'”'””'”'””P”W””P”W””P“ R IR I R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107965.D

Aca On > 4 Aug 2018 4:06

Operator : JU/SJ

Sample : J4297-04

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 15 Nonane, 4,5-dimethyl- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.

7.65 16.30 ng 1345160 Naphthalene-d8 8.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane. 4.5-dimethvl- 156 C11H24 017302-23-7 53
2 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 52
3 Undecane 156 C11H24 001120-21-4 50
4 Hexadecane 226 C16H34 000544-76-3 50
5 Decane 142 C10H22 000124-18-5 50

Abundance Scan 903 (7.648 min): BF107965.D (-901) (-) m/z 57.00 100.00%
57.0
5000
97.1 R I BEREEEEEeE e
| J | 1311-1 66.2 740 7.60 7.80 8.00
o O N — m/z 43.10 38.75%
m/z--> 50 100 150 200 250 300 350 400
Abundance #28438: Nonane, 4,5-dimethyl-
43.0
5000 L L L UL
85.0 740 7.60 7.80 8.00
m/z 41.00 21.67%
| | 126.0
L e M w w
m/z--> 50 100 150 200 250 300 350 400
Abundance #222139: Nonadecy! pentafluoropropionate
510 g70
740 7.60 7.80 8.00
5000 m/z 55.00 20.86%
oL 1. il ,l \ | \Ff'ol 182.0 222.0 266.0 3110 412.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #28421: Undecane a  BEamEE S
57.0 7.40 7.60 7.80 8.00
m/z 71.10 19.57%
5000
disol | | | 0 6o
m/z--> 50 100 150 200 250 300 350 400 740 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107965.D

Aca On > 4 Aug 2018 4:06

Operator : JU/SJ

Sample : J4297-04

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 16 Decane, 3,7-dimethyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.

7.73 22.06 ng 1820490 Naphthalene-d8 8.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 3.7-dimethvl- 170 C12H26 017312-54-8 55
2 Benzene. 1l-methvl-3-(1-methvleth... 134 C10H14 000535-77-3 30
3 Heptane. 3.3-dimethvl- 128 C9H20 004032-86-4 27
4 Decane. 3.3.8-trimethvl- 184 C13H28 062338-16-3 27
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 25

Abundance Scan 917 (7.731 min): BF107965.D (-914) (-) m/z 57.05 100.00%
57.0 711
43.0 119.1
85.1
5000 1341
R R R R R
99.1 ‘ 7.40 7.60 7.80 8.00
o el 180 1702 8 s 7110 85.32%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #38338: Decane, 3,7-dimethyl-
43.0 57.0
71.0
5000 UL L U SR
29.0 85.0 7.40 7.60 7.80 8.00
' m/z 119.10 75 .58%
o L | | 990 1130127-0141.0 155 0 170.0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14909: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
7.40 7.60 7.80 8.00
5000 m/z 43.05 70.35%
91.0 134.0
0 26r0 39\.\0 ! 63\'\0 77\.‘0 . 19?0 Ll .
mz-> 20 40 60 80 100 120 140 160 180
Abundance #12704: Heptane, 3,3—dimethy|— L L L L L N BB N |
43.0 57.0 7.40 7.60 7.80 8.00
71.0 m/z 85.10 51.40%
5000
27.0 99.0
oLl ‘ 850 | 1130
mz-> 20 40 60 80 100 120 140 160 180 740 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107965.D

Aca On > 4 Aug 2018 4:06

Operator : JU/SJ

Sample : J4297-04

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 17 Naphthalene, decahydro-2-me... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.

7.77 22.62 ng 1867330 Naphthalene-d8 8.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. decahvdro-2-methvl- 152 C11H20 002958-76-1 91
2 trans-Decalin. 2-methvl- 152 C11H20 1000152-47-3 87
3 Bicvclol4.1.01heptan-3-one. 4.7.... 152 C10H160 004176-04-9 81
4 Cvclohexanone. 2-methvl-5-(l-met... 152 C10H160 007764-50-3 64
5 Cyclohexanone, 2-methyl-5-(1-met... 152 C10H160 005948-04-9 64

Abundance Scan 924 (7.772 min): BF107965.D (-921) (-) m/z 81.10 100.00%
811 951
67.0 ' 152.2

5000

39.0 53.0 7.40 7.60 7.80 8.00 8.20
(0} m/z 95.10 80.59%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25446: Naphthalene, decahydro-2-methyl-
41.0 81.0 152.0
67.0 95.0

7.40 7.60 7.80 8.00 8.20
m/z 67.00 73.58%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25429: trans-Decalin, 2-methyl-
81.0
670 LA L L L L L I
410 95.0 152.0 7.40 7.60 7.80 8.00 8.20
5000 ’ m/z 152.20 72.70%
137.0
27.0 109.0
Il | =0
b TN ST P i S
m/z--> 40 60 80 100 120 140 160 180
Abundance #25374: Bicyclo[4.1.0]heptan-3-one, 4,7, 7-trimethyl-, [1R-... R B e e e E
81.0 152.0 7.40 7.60 7.80 8.00 8.20
67.0 m/z 82.10 42 .48%
41.0
5000 95.0 110.0
27.0
‘ ‘ ‘ 137.0
oL ,.l‘..;“..‘Mw,.hl‘..‘M.w,.w..‘,‘i..‘.‘,....,....,.. A —
m/z--> 20 40 60 80 100 120 140 160 180 740 7.60 7. 80 8.00 8. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107965.D

Aca On > 4 Aug 2018 4:06

Operator : JU/SJ

Sample : J4297-04

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 18 unknown7.89 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

7.89 30.01 ng 2476740 Naphthalene-d8 8.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-Decalin. 2-svn-methvl- 152 C11H20 1000155-85-6 49
2 Naphthalene. decahvdro-2-methvl- 152 C11H20 002958-76-1 47
3 (+)-2-Bornanone 152 C10H160 000464-49-3 46
4 Puleaone 152 C10H160 000089-82-7 38
5 Decalin, anti-1-methyl-, cis- 152 C11H20 1000158-89-0 35

Abundance Scan 944 (7.889 min): BF107965.D (-941) (-) m/z 131.10 100.00%
81.1 93.1 131.1 1522
67.0
5000
178.2 7.60 7.80 8.00 8.20
0 . m/z 152.20 98.94%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25433: cis-Decalin, 2-syn-methyl-
81.0 93.0
67.0
41.0
5000 U UL AR R A
152.0 7.60 7.80 8.00 8.20
27.0 110.0 m/z 95.10 96.77%
| 137.0
0 |"“'|"'h""'|""|'”
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25446: Naphthalene, decahydro-2-methyl-
41.0 67.0 81.0 152.0
' 95.0 U I A I R
7.60 7.80 8.00 8.20
5000 27.0 1370 m/z 81.10 85.86%
109.0
P
0...,.‘...”..‘: bl .W:.‘.“.‘,..‘..,‘l...‘,...‘.,....,...
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25105: (+)-2-Bornanone A BRREEEEE LS
95.0 7.60 7.80 8.00 8.20
81.0 m/z 133.10 84 .30%
5000
410 g5 109.0 152.0
[o) Sm— |2|7\|\O| : ‘i”' .‘k“. I \I‘ l‘l .T. .1|23.(.)].-3.‘7|0. T
m/z--> 20 40 60 80 100 120 140 160 180 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107965.D

Aca On > 4 Aug 2018 4:06

Operator : JU/SJ

Sample : J4297-04

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 19 Benzene, (1,1-dimethylpropyl)- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.

8.11 20.00 ng 1650860 Naphthalene-d8 8.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (1.1-dimethvlpropvl)- 148 C11H16 002049-95-8 53
2 Benzene. 1l-methvl-4-(l1-methvlpro... 148 C11H16 001595-16-0 50
3 Benzoic acid. 2-methvl-. (2-isop... 268 C18H2002 032276-66-7 43
4 Benzene. l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 43
5 Benzene, l-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 43

Abundance Scan 981 (8.107 min): BF107965.D (-979) (-) m/z 119.10 100.00%
119.1
5000
148.1
ﬁl 81? | 1802 7.80 8.00 8.20 8.40
Y ) ) 1 1 R IS T 0 —— m/z 148.10 19.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #22804: Benzene, (1,1-dimethylpropyl)-
119.0
91.0
5000
7.80 8.00 8.20 8.40
0
410 148.0 m/z 43.10 15.71%
s ) O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #22819: Benzene, 1-methyl-4-(1-methylpropyl)-
118.0
780 8.00 8.20 840
5000 m/z 81.10 15.53%
148.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117571: Benzoic acid, 2-methyl-, (2-isopropyl-5-methyl)ph... R
119.0 7.80 8.00 8.20 8.40
m/z 85.10 14 .42%
5000 91.0
65.0
o 39.0 L 1640 195.0 268.0
IIII""I"''I""I""I""I""IIIII SABI SRR SRS SRR DA SR TTTTrTT T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107965.D

Aca On > 4 Aug 2018 4:06

Operator : JU/SJ

Sample : J4297-04

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 20 Phenanthrene, 2,5-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.60 20.00 ng 955786 Phenanthrene-d10 11.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2.5-dimethvl- 206 Cl16H14 003674-66-6 94
2 9.10-Dimethvlanthracene 206 C16H14 000781-43-1 90
3 di-p-Tolvlacetvlene 206 C16H14 002789-88-0 83
4 Phenanthrene. 3.6-dimethvl- 206 C16H14 001576-67-6 83
5 Phenanthrene, 2,3-dimethyl- 206 Cl6H14 003674-65-5 81
Abundance Scan 1745 (12.601 min): BF107965.D (-1741) (-) m/z 206.10 100.00%
206.1
5000
101.0  165.1 255.2 12.20 12.40 12.60 12.80 13.00
o 830 Ly o 8103 359.2 4002 4443 | T1777191.10  52.95%
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #66257: Phenanthrene, 2,5-dimethyl-
206.0
5000 R AR BRI SURILN B

12.20 12.40 12.60 12.80 13.00
m/z 189.10 28.65%

0 — T T T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #66247: 9,10-Dimethylanthracene
206.0
R o R R E e e R
12.20 12.40 12.60 12.80 13.00
5000 m/z 205.10 23.37%

89.0
165.0
oltao L0 [ 1270 T | ]

R e

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #66239: di-p-Tolylacetylene A B o B e
206.0 12.20 12.40 12.60 12.80 13.00

m/z 207.15 18.91%

5000

63.0 1020 1650

] S

T T T I I
m/z--> 0 50 100 150 200 250 300 350 400 450 12.20 12.40 12.60 12.80 13.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF080318\
Data File : BF107965.D

Acq On : 4 Aug 2018 4:06

Operator : JU/SJ

Sample : J4297-04

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF073018_-M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Cyclohexane, 1-et... 5.98 7.3 ng 1162500 1 6.97 3196350 20.0
Nonane, 3-methyl- 6.19 21.9 ng 3493450 1 6.97 3196350 20.0
Decane, 2,5,6-tri... 6.38 9.4 ng 1495720 1 6.97 3196350 20.0
Nonane, 4-methyl- 6.44 7.1 ng 1140000 1 6.97 3196350 20.0
Cyclohexane, 1,1,... 6.49 18.2 ng 2911020 1 6.97 3196350 20.0
Sulfurous acid, c... 6.70 11.8 ng 1879690 1 6.97 3196350 20.0
unknown6 .74 6.74 11.6 ng 1853720 1 6.97 3196350 20.0
Acetaldehyde, 2-b... 6.85 16.3 ng 2611450 1 6.97 3196350 20.0
unknown6 .91 6.91 11.4 ng 1815290 1 6.97 3196350 20.0
unknown? .05 7.05 11.8 ng 1891160 1 6.97 3196350 20.0
Cyclohexane, butyl- 7.10 13.7 ng 2189340 1 6.97 3196350 20.0
5-Undecene 7.22 18.0 ng 2877470 1 6.97 3196350 20.0
Naphthalene, deca... 7.35 17.1 ng 2733350 1 6.97 3196350 20.0
unknown? .60 7.60 19.1 ng 3060750 1 6.97 3196350 20.0
Nonane, 4,5-dimet... 7.65 16.3 ng 1345160 2 8.25 1650860 20.0
Decane, 3,7-dimet... 7.73 22.1 ng 1820490 2 8.25 1650860 20.0
Naphthalene, deca... 7.77 22.6 ng 1867330 2 8.25 1650860 20.0
unknown? .89 7.89 30.0 ng 2476740 2 8.25 1650860 20.0
Benzene, (1,1-dim... 8.11 20.0 ng 1650860 2 8.25 1650860 20.0
Phenanthrene, 2,5... 12.60 20.0 ng 955786 4 11.55 955786 20.0
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